
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
  Data File : BM018367.D                                          
  Acq On    : 21 Dec 2018  21:16
  Operator  : JU/SJ
  Sample    : J6188-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   5.128   374  381  393 rBV  2051521   2941433  26.63%   4.965%
  2   6.704   642  649  663 rBV  2007317   3368118  30.50%   5.685%
  3   7.028   697  704  712 rBV  2118008   3321188  30.07%   5.606%
  4   7.481   774  781  789 rBV   436466    667751   6.05%   1.127%
  5   7.798   827  835  844 rVB  1437801   2319173  21.00%   3.914%
 
  6   8.645   970  979  989 rBV  1128662   1920502  17.39%   3.241%
  7  10.251  1245 1252 1266 rVB   535211    912106   8.26%   1.539%
  8  12.751  1670 1677 1687 rBV  2798288   4116744  37.28%   6.948%
  9  13.616  1819 1824 1830 rBV   266030    411223   3.72%   0.694%
 10  14.145  1908 1914 1921 rBV2  796862   1228017  11.12%   2.073%
 
 11  15.663  2162 2172 2180 rBV  2361314   3436577  31.12%   5.800%
 12  16.915  2379 2385 2390 rBV   969803   1404087  12.71%   2.370%
 13  17.598  2495 2501 2507 rBV  2428839   2815676  25.50%   4.752%
 14  17.827  2536 2540 2549 rBV   302325    445148   4.03%   0.751%
 15  18.751  2692 2697 2700 rBV  8854397  11043582 100.00%  18.640%
 
 16  18.786  2700 2703 2713 rVB2 7514941   9522878  86.23%  16.073%
 17  18.921  2721 2726 2731 rVB  1295844   1511917  13.69%   2.552%
 18  18.992  2732 2738 2745 rBV2  169448    421382   3.82%   0.711%
 19  19.568  2831 2836 2841 rBV  4007038   4935532  44.69%   8.330%
 20  21.139  3099 3103 3108 rBV  1064963   1445554  13.09%   2.440%
 
 21  23.309  3469 3472 3480 rVB   679916   1059358   9.59%   1.788%
 
 
                        Sum of corrected areas:    59247946
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
  Data File : BM018367.D                                          
  Acq On    : 21 Dec 2018  21:16
  Operator  : JU/SJ
  Sample    : J6188-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
  Data File : BM018367.D                                          
  Acq On    : 21 Dec 2018  21:16
  Operator  : JU/SJ
  Sample    : J6188-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  unknown7.03                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.03   99.47 ng        3321190   1,4-Dichlorobenzene-d4      7.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 12
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Abundance Scan 704 (7.028 min): BM018367.D (-697) (-)
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m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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5131
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m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

6.60 6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.60 6.80 7.00 7.20 7.40

m/z  68.10   48.57%

6.60 6.80 7.00 7.20 7.40

m/z  66.10   34.44%

6.60 6.80 7.00 7.20 7.40

m/z 134.00   31.80%

6.60 6.80 7.00 7.20 7.40

m/z  69.10   22.63%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
  Data File : BM018367.D                                          
  Acq On    : 21 Dec 2018  21:16
  Operator  : JU/SJ
  Sample    : J6188-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  Tridecanoic acid, methyl ester  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.60   40.11 ng        2815680   Phenanthrene-d10           16.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecanoic acid, methyl ester      228 C14H28O2       001731-88-0 96
 2 Pentadecanoic acid, 14-methyl-, ... 270 C17H34O2       005129-60-2 96
 3 Methyl tetradecanoate               242 C15H30O2       000124-10-7 95
 4 Hexadecanoic acid, methyl ester     270 C17H34O2       000112-39-0 92
 5 Pentadecanoic acid, methyl ester    256 C16H32O2       007132-64-1 86
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Abundance Scan 2501 (17.598 min): BM018367.D (-2495) (-)
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Abundance #75094: Tridecanoic acid, methyl ester
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143 18597 228115
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Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester
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14397 227 27018511525

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #83693: Methyl tetradecanoate
74

43

143 199 242101 125 168

17.20 17.40 17.60 17.80 18.00

m/z  73.95  100.00%

17.20 17.40 17.60 17.80 18.00

m/z  86.95   71.57%

17.20 17.40 17.60 17.80 18.00

m/z  43.05   27.74%

17.20 17.40 17.60 17.80 18.00

m/z  55.10   26.10%

17.20 17.40 17.60 17.80 18.00

m/z  41.05   25.11%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
  Data File : BM018367.D                                          
  Acq On    : 21 Dec 2018  21:16
  Operator  : JU/SJ
  Sample    : J6188-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.83    6.34 ng         445148   Phenanthrene-d10           16.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 89
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 4 12-Bromododecanoic acid             278 C12H23BrO2     073367-80-3 53
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 49
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Abundance Scan 2540 (17.827 min): BM018367.D (-2536) (-)
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Abundance #92228: n-Hexadecanoic acid
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Abundance #75071: Tetradecanoic acid
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17.60 17.80 18.00 18.20

m/z  73.00  100.00%

17.60 17.80 18.00 18.20

m/z  60.00   75.65%

17.60 17.80 18.00 18.20

m/z  43.10   62.46%

17.60 17.80 18.00 18.20

m/z  55.10   59.80%

17.60 17.80 18.00 18.20

m/z  41.10   58.86%

8270-BM121518.M Mon Dec 24 17:21:49 2018                                              Page: 5

Instrument :
BNA_M
ClientSampleId :
BU-01-122018



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
  Data File : BM018367.D                                          
  Acq On    : 21 Dec 2018  21:16
  Operator  : JU/SJ
  Sample    : J6188-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  9,15-Octadecadienoic acid, ...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.75  157.31 ng       11043600   Phenanthrene-d10           16.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,15-Octadecadienoic acid, methy... 294 C19H34O2       017309-05-6 99
 2 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002566-97-4 98
 3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H34O2       000112-63-0 95
 4 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002462-85-3 94
 5 8,11-Octadecadienoic acid, methy... 294 C19H34O2       056599-58-7 90
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m/z-->

Abundance Scan 2697 (18.751 min): BM018367.D (-2692) (-)
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Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,Z)-
6741
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Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
6741
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m/z-->

Abundance #114388: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67

41 95

294123 150 263178 220195 237

18.40 18.60 18.80 19.00

m/z  67.05  100.00%

18.40 18.60 18.80 19.00

m/z  81.10   83.17%

18.40 18.60 18.80 19.00

m/z  55.10   55.91%

18.40 18.60 18.80 19.00

m/z  95.05   54.09%

18.40 18.60 18.80 19.00

m/z  41.05   46.57%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
  Data File : BM018367.D                                          
  Acq On    : 21 Dec 2018  21:16
  Operator  : JU/SJ
  Sample    : J6188-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  9-Octadecenoic acid, methyl...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.79  135.65 ng        9522880   Phenanthrene-d10           16.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenoic acid, methyl este... 296 C19H36O2       001937-62-8 99
 2 10-Octadecenoic acid, methyl ester  296 C19H36O2       013481-95-3 99
 3 11-Octadecenoic acid, methyl est... 296 C19H36O2       001937-63-9 99
 4 9-Octadecenoic acid, methyl ester   296 C19H36O2       002462-84-2 99
 5 8-Octadecenoic acid, methyl ester   296 C19H36O2       002345-29-1 99
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Abundance Scan 2704 (18.792 min): BM018367.D (-2700) (-)
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Abundance #115459: 9-Octadecenoic acid, methyl ester, (E)-
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Abundance #115443: 10-Octadecenoic acid, methyl ester
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m/z-->

Abundance #115462: 11-Octadecenoic acid, methyl ester, (Z)-
55
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18.40 18.60 18.80 19.00 19.20

m/z  55.10  100.00%

18.40 18.60 18.80 19.00 19.20

m/z  69.10   80.71%

18.40 18.60 18.80 19.00 19.20

m/z  41.10   70.87%

18.40 18.60 18.80 19.00 19.20

m/z  74.00   67.77%

18.40 18.60 18.80 19.00 19.20

m/z  83.10   61.63%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
  Data File : BM018367.D                                          
  Acq On    : 21 Dec 2018  21:16
  Operator  : JU/SJ
  Sample    : J6188-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Octadecanoic acid, methyl e...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.92   21.54 ng        1511920   Phenanthrene-d10           16.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, methyl ester     298 C19H38O2       000112-61-8 97
 2 Methyl tetradecanoate               242 C15H30O2       000124-10-7 90
 3 Pentadecanoic acid, methyl ester    256 C16H32O2       007132-64-1 90
 4 Pentadecanoic acid, 14-methyl-, ... 270 C17H34O2       005129-60-2 87
 5 Hexadecanoic acid, methyl ester     270 C17H34O2       000112-39-0 86
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Abundance Scan 2726 (18.921 min): BM018367.D (-2721) (-)
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Abundance #116657: Octadecanoic acid, methyl ester
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143 2982559715 199115 171 227
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Abundance #83690: Methyl tetradecanoate
74

43 143 24219910115 171125
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5000

m/z-->

Abundance #92263: Pentadecanoic acid, methyl ester
74

43 143 25618 213101 171125 195

18.60 18.80 19.00 19.20

m/z  74.00  100.00%

18.60 18.80 19.00 19.20

m/z  87.00   72.39%

18.60 18.80 19.00 19.20

m/z  43.05   29.90%

18.60 18.80 19.00 19.20

m/z  55.10   27.15%

18.60 18.80 19.00 19.20

m/z  41.10   22.98%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
  Data File : BM018367.D                                          
  Acq On    : 21 Dec 2018  21:16
  Operator  : JU/SJ
  Sample    : J6188-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown7.03            7.03    99.5 ng    3321190  1   7.48  667751  20.0
Tridecanoic acid,...  17.60    40.1 ng    2815680  4  16.92 1404090  20.0
n-Hexadecanoic acid   17.83     6.3 ng     445148  4  16.92 1404090  20.0
9,15-Octadecadien...  18.75   157.3 ng   11043600  4  16.92 1404090  20.0
9-Octadecenoic ac...  18.79   135.7 ng    9522880  4  16.92 1404090  20.0
Octadecanoic acid...  18.92    21.5 ng    1511920  4  16.92 1404090  20.0
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